
   

Figure S8. Results of DFT-QM calculations of N-methyl-acetamide. This was done using
Gaussian 03. The molecular structure was energy minimized with the RHF 3-21G
routine. The "ω" dihedral around the C-N bond of interest was rotated by 5 deg intervals
between 0 and 355 degrees, and the NMR properties calculated using RHF/STO-3G.

ω (deg.)

1JNC’


